Key indicators: single-crystal X-ray study; T = 273 K; mean (C-C) = 0.010 Å; Hatom completeness 93%; R factor = 0.035; wR factor = 0.075; data-to-parameter ratio = 13.6.
In the neutral mononuclear iridium(III) title complex, [Ir(C 15 H 10 N) 2 Cl(C 5 H 5 N)]ÁH 2 O, the Ir atom is coordinated by two N atoms and two C atoms from two 2-(quinolin-2-yl)-phenyl ligands, one N atom from a pyridine ligand and one Cl atom in an octahedral geometry.
Related literature
For related literature, see: Adachi et al. (2000) ; Baldo et al. (1998) ; Gao et al. (2002) ; Lamansky et al. (2001a,b) ; Liu et al. (2007) .
Experimental
Crystal data [Ir(C 15 
Data collection
Bruker SMART APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.511, T max = 0.684 Table 1 Selected geometric parameters (Å , ).
Ir1-C11 1.990 (6) Ir1-C26
1.992 (6) Ir1-N1 2.090 (5) (Adachi et al., 2000; Baldo et al., 1998) (Gao et al., 2002; Lamansky et al., 2001a, b; Liu et al., 2007) .
In this paper, we report the crystal structure of the title compound, which is a neutral mononuclear complex. The Ir III atom is coordinated by two N atoms and two C atoms from two 2-phenylquinoline (pq) ligands, one N atom from a pyridine ligand and one Cl atom in an octahedral geometry (Fig. 1) . The Ir1-N1 and Ir1-N2 bond lengths are 2.090 (5) and 2.092 (5)Å (Table 1 ) and agree well with those observed in the related (CÑ) 2 Ir(LX) complexes (Gao et al., 2002; Lamansky et al., 2001a) . The Ir-C bond lengths of 1.990 (6) 
Experimental
A mixture of (pq) 2 IrCl (0.126 g, 0.2 mmol) and sodium bicarbonate (0.04 g, 0.5 mmol) dissolved in pyridine (12 ml) and dichloromethane (10 ml) was refluxed for 24 h and then cooled to room temperature. The solvent was removed in vacuum.
The residue was washed with hexane and hot water. The crude product was separated by chromatography on silica gel with dichloromethane as eluent to give a red solid. Single crystals suitable for X-ray diffraction were obtained by slow diffusion of hexane into the dichloromethane solution.
Refinement
H atoms bonded on C atoms were positioned geometrically and refined as riding atoms, with C-H = 0.93 Å and U iso (H) = 1.2U eq (C). H atoms of water molecule can not be located in difference Fourier map and they were not included in refinements.
supplementary materials sup-2
Figures Fig. 1 . Molecular structure of the title compound. Displacement ellipsoids are drawn at the 50% probability level. H atoms have been omitted for clarity.
Crystal data [Ir(C 15 113.8 (4) C19-C20-C21 121.0 (9) C1-N1-Ir1 127.9 (4) C19-C20-H20 119.5 C24-N2-C16 118.8 (5) C21-C20-H20 119.5 C24-N2-Ir1 112.8 (4) C22-C21-C20 123.7 (8) C16-N2-Ir1 127.7 (4) C22-C21-C16 117.9 (7) C35-N3-C31 117.0 (5) C20-C21-C16 118.3 (8) C35-N3-Ir1 121.9 (4) C23-C22-C21 120.6 (7) C31-N3-Ir1 120.1 (4) C23-C22-H22 119.7 N1-C1-C6 120.4 (6) C21-C22-H22 119.7 N1-C1-C2 120.8 (6) C22-C23-C24 120.2 (7) C6-C1-C2
Geometric parameters (Å, °)
118.8 (6) C22-C23-H23 119.9 C3-C2-C1 120.2 (7) C24-C23-H23 119.9 C3-C2-H2 119.9 N2-C24-C23 120.9 (7) C1-C2-H2 119.9 N2-C24-C25 115.2 (5) C2-C3-C4 121.5 (7) C23-C24-C25 123. 8 (6) 
